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Figure S1 HRESIMS for compound 1.
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Figure S2 UV spectrum for compound 1.
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Figure S3 'H NMR spectrum (400 MHz, acetone-ds) of compound 1.
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Figure S4 3C NMR spectrum (100 MHz, acetone-ds) of compound 1.
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Figure S5 HSQC spectrum of compound 1.
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Figure S6 HMBC spectrum of compound 1.
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Xevo G2 Q-TOF/YCA166# 29-Sep-2017 Waters
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Figure S7 HRESIMS for compound 2
W-g—3-e-F4-H 2K
W-g—3-eF4-H e =T e e s R - e o SRS
- = oM Odn oD 0o - - S oy & 00 N
= I e e o e T
— N F‘F‘FT[‘[‘\D‘O%V\U\W -5 NN~~—<T
I | e e M et B N S
I |
]
]
- |
| |
i LU S ,,__M,,_.JL._LJL_MJ‘ e Moo
4 13 12 1 10 9 8 7 : 5 1 3 1 3 4

Figure S8 '"H NMR spectrum (400 MHz, acetone-ds) of compound 2.
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Figure S9 '3C NMR spectrum (100 MHz, acetone-ds) of compound 2.

Figure S10 HSQC spectrum of compound 2.
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Xevo G2 Q-TOF/YCA166# 29-Sep-2017 Waters
MXL-120 10 (0.199) Cm (10:16-(2:4+25:51)) 1: TOF MS ES-
100- 615.2486 2.39%4
<
629.2641
683.2357
339.2306 585.2360 o78.2470 |20 7512997
u s 2 m/z
350 400 450 | 500 | 550 | 600 650 700 750 800 . 50 900 950 ' 1000
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula
615.2486 615.2495 -0.9 -1.5 22.5 52.8 0.528 58.99 C38 H35 N2 06
Figure S13 HRESIMS for compound 3
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Figure S14 '"H NMR spectrum (400 MHz, acetone-ds) of compound 3.
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Figure S15 3C NMR spectrum (100 MHz, acetone-ds) of compound 3.
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Figure S16 HSQC spectrum of compound 3.
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Figure S17 HMBC spectrum of compound 3.
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Figure S18 The chiral HPLC separation (A) and experimental ECD data (B) of
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Figure S19 Key HMBC correlations of compounds 3.



Xevo G2 Q-TOF/YCA166# 29-Sep-2017 Waters
MXL-116 9 (0.182) Cm (9:17-(2:5+25:53)) 1: TOF MS ES-
100+ 585.2389 5.87e4
<
586.2417
653.2266
565.2280
5872460 osy 2318
379.2319 6482343 T 2181773485
ol 286.9361 330.2320 - 4713612 519.2274 N ‘(722.2131 3 827.1871 9251700 955:2034 .
250 | 300 350 | 400 | 450 = 500 = 550 600 . 650 700 | 750 800 850 | 900 950 1000
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula
585.2389 585.2389 0.0 0.0 22.5 92.1 0.001 99.91 C37H33N2 05
Figure S20 HRESIMS for compound 4
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Figure S21 '"H NMR spectrum (400 MHz, acetone-ds) of compound 4.
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Figure S22 3C NMR spectrum (100 MHz, acetone-ds) of compound 4.
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Figure S23 HSQC spectrum of compound 4.
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Figure S25 The chiral HPLC separation (A) and experimental ECD data (B) of
compounds 4a and 4b.



Figure S26 Key HMBC correlations of compounds 4.
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Figure S27 HRESIMS for compound 5.
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Figure S28 '"H NMR spectrum (500 MHz, acetone-ds) of compound 5.
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Figure S30 HSQC spectrum of compound 5.
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Figure S31 HMBC spectrum of compound 5.
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Figure S33 HRESIMS for compound 6.

W-g-3-eFT-H o

W-g3-eFT-H = RO N T OOV NNOD DO OO oocnmgomooogommmoocno
— OV T O 00O Oy G~ 00 - O -0 O of) & — O\ 00 i O 0o
5 pReeiMNeREe G Gy 00 00 T EnMpin iiies S oh 0 GVIE00 ST ADSNINMG. | < <8 b
[ R i A s e e ] e

J._#_J\ L JLJ lj U_.jk | Lli'kl LJL' M.

T T T T T T T T T T T T T T T T T T T T T T T T T T T T
20 1.5 1.0 1.5 100 95 90 B85 BO 75 70 &5 60 55 50 45 40 35 3.0 25 20 L5 1.0 0.5 0.0 05 -LO -L5
£1 (ppm}

Figure S34 '"H NMR spectrum (500 MHz, acetone-ds) of compound 6.
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Figure S36 HSQC spectrum of compound 6.
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Figure S38 The chiral HPLC separation (A) and experimental and calculated ECD
data (B) of compounds 6a and 6b.

Figure S39 Key HMBC correlations of compounds 6.



Xevo G2 Q-TOF/YCA166# 29-Sep-2017 Waters
MXL-95 12 (0.233) Cm (10:16-(2:6+25:54)) 1: TOF MS ES-
100- 585.2390 5.13e4
555.4409
<
586.2428
556.4450
631.4944
557.4481 603.2834 632.4991 49.2928
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o 4782523 5173507 0 544,298%‘(,571'?351 }\. [ e172616 [‘ W el 7012587 7152285 e
440 | 460 | 480 | 500 | 520 | 540 = 560 580 600 620 640 660 680 700 720
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula
585.2390 585.2389 0.1 0.2 22.5 127.1 0.000 99.98 C37 H33 N2 O5
Figure S40 HRESIMS for compound 7.
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Figure S41 '"H NMR spectrum (400 MHz, acetone-ds) of compound 7.
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Figure S42 3C NMR spectrum (100 MHz, acetone-ds) of compound 7.
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Figure S43 HSQC spectrum of compound 7.
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Figure S45 The chiral HPLC separation (A) and experimental ECD data (B) of
compounds 7a and 7b.

Figure S46 Key HMBC correlations of compound 7.



Xevo G2 Q-TOF/YCA166# 29-Sep-2017 Waters

MXL-96 9 (0.182) Cm (9:16-(2:5+26:52)) 1: TOF MS ES-
100+ 653.3007 3.32¢4
= 654.3043
721.2881
655.3068
7222910
4012806  467.3533 5133500 535.3453585.2401 716.2044 737.0819  789.2782 g57.9556 911.2641
P A— AU TR 5 TSRV | N O AU A= <L - D A
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Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula
653.3007 653.3015 -0.8 -1.2 23.5 53.5 0.000 99.99 C42 H41 N2 O5

Figure S47 HRESIMS for compound 8.
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Figure S48 '"H NMR spectrum (400 MHz, acetone-ds) of compound 8.
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Figure S49 3C NMR spectrum (100 MHz, acetone-ds) of compound 8.
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Figure S50 HSQC spectrum of compound 8.
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Figure S51 HMBC spectrum of compound 8.
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Figure S52 The chiral HPLC separation (A) and experimental and calculated ECD
data (B) of compounds 8a and 8b.

Figure S53 Key HMBC correlations of compounds 8.



Xevo G2 Q-TOF/YCA166# 29-Sep-2017 Waters

MXL-77 9 (0.182) Cm (9:19-(2:5+25:48)) 1: TOF MS ES-
- 601.2692 5.13e4
100
<
602.2718
2532163 669.2556
105.0165 218.9493 339.2324 81797 631.2789 729.2558
1797 421.1795 587.2444 J 737.2449 873.2180
ooy | il \.ﬁ‘fa‘ AR TSNS R WP YT TN YOI A 5. P
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula
601.2692 601.2702 -1.0 -1.7 21.5 157.7 0.013 98.66 C38 H37 N2 O5

Figure S54 HRESIMS for compound 9.
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Figure S55 '"H NMR spectrum (400 MHz, CDCls) of compound 9.
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Figure S57 HSQC spectrum of compound 9.
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Figure S58 HMBC spectrum of compound 9.
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Figure S59 The chiral HPLC separation (A) and experimental ECD data (B) of
compounds 9a and 9b.

Figure S60 Key HMBC correlations of compounds 9.



Xevo G2 Q-TOF/YCA166# 29-Sep-2017

Waters
MXL-114 12 (0.233) Cm (10:19-(2:7+25:53)) 1: TOF MS ES-
- 437.1493 4.30e5
100
391.1440
<
438.1526
392.1471
454.1397
210.0553 427.1205
2040261 505.1367
. 394.1335|
N | | 2400857273050  324.1236 3601177 || T ‘r5°6'14” se5.2561 0022073 G322177 002791
T T T T T T T T T T T T T T T T T T T
150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula
391.1440  391.1447 -0.7 -1.8 18.5 299.0 0.016 98.41 C26 H19 N2 O2

Figure S61 HRESIMS for compound 10.
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Figure S63 '3C NMR spectrum (125 MHz, acetone-ds) of compound 10.
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Figure S64 HSQC spectrum of compound 10.
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Figure S65 HMBC spectrum of compound 10.
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Figure S66 The chiral HPLC separation (A) and experimental and calculated ECD
data (B) of compounds 10a and 10b.

Figure S67 Key HMBC correlations of compounds 10.



Xevo G2 Q-TOF/YCA166# 29-Sep-2017 Waters
MXL-107 neg 12 (0.233) Cm (11:16-(2:7+23:53)) 1: TOF MS ES-
100- 405.1232 4.29¢5
el 451.1290
406.1262
468.1192
519.1165
r‘73-1107 520.1196
210.0723 278.1182 339.2314 405.0680. L\ i ( | 609.0862  661.3622% 999% 743 4301 miz
T T T T T T T T T T T T T T T
175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725 750 775
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula
405.1232 405.1239 -0.7 -1.7 19.5 302.1 0.000 99.99 C26 H17 N2 O3
Figure S68 HRESIMS for compound 11.
o I}
=1 e e B =T~ B = Y R R R Y SO o B ol WV R v = =0 o}
IS N S S SO F DT MOS0 ool
— o [CRbeily bn A0 M6l MR SRLAEASE SSEERr SO CLLOY O B Oy O 0P
— — WO NOND D N e
| | e e P ) i 5
i
! |
\|\
* A L T .
4 I3 12 0 0 9 5 ' 6 5 1 3 2 1 o 4

£1 (ppm)

Figure S69 '"H NMR spectrum (500 MHz, acetone-ds) of compound 11.
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Figure S70 3C NMR spectrum (125 MHz, acetone-ds) of compound 11.
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Figure S71 HSQC spectrum of compound 11.
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Figure S73 The chiral HPLC separation (A) and experimental and calculated ECD
data (B) of compounds 11a and 11b.

Figure S74 Key HMBC correlations of compounds 11.



Xevo G2 Q-TOF/YCA166# 29-Sep-2017 Waters
MXL-93 10 (0.199) Cm (10:18-(2:6+25:52)) 1: TOF MS ES-
100- 505.2125 9.27e4
<
1506.2168
573.2015
619.2073
190.9519218.9497 258 9411 75209 261989 641.1863 981.4222
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T T T T T T T T T T T T T T T T T T T T T T T T T T 1
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula
505.2125 505.2127 -0.2 -0.4 19.5 157.3 0.000 100.00 C32 H29 N2 O4
Figure S75 HRESIMS for compound 12.
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Figure S76 '"H NMR spectrum (400 MHz, acetone-ds) of compound 12.
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Figure S78 HSQC spectrum of compound 12.
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Figure S80 Key HMBC correlations of compounds 12.
Xevo G2 Q-TOF/YCA166# 29-Sep-2017 Waters
MXL-97 12 (0.233) Cm (10:17-(3:7+23:53)) 1: TOF MS ES-
100+ 587.2543 4.35¢4
B 701.2467
588.2574
650.2505 702 2503
2651478 3461798
589.2615 7032538
573.1996 843.4921
210.0768 392.1855 522.202 871.5234
T 190\.955\9\‘ T | u \‘J‘ T ‘\ ‘\ probrrtr ‘ prerrrre ey \lsw\ ¥ \ w\ hi\‘ ! ‘} i\“ \( l\ 7 '/\770\'238\7 W‘ 1h L\935'\4702\ 9\70.3‘\197\ m/z
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 10
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula
587.2543  587.2546 -0.3 -0.5 21.5 54.5 0.009 99.09 C37 H35 N2 O5

Figure S81 HRESIMS for compound 13.
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Figure S82 '"H NMR spectrum (400 MHz, acetone-ds) of compound 13.
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Figure S83 '3C NMR spectrum (100 MHz, acetone-ds) of compound 13.
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Figure S84 HSQC spectrum of compound 13.
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Figure S85 HMBC spectrum of compound 13.
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Figure S86 The chiral HPLC separation (A) and experimental and calculated ECD
data (B) of compounds 13a and 13b.

Figure S87 Key HMBC correlations of compounds 13.

Xevo G2 Q-TOF/YCA166# 29-Sep-2017 Waters
MXL-122 9 (0.182) Cm (9:17-(2:5+24:51)) 1: TOF MS ES-
100~ 601.2712 2.83e4
<
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Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula

601.2712 601.2702 1.0 1.7 21.5 136.4 0.651 52.17 C38 H37 N2 O5

Figure S88 HRESIMS for compound 14.
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Figure S89 '"H NMR spectrum (500 MHz, acetone-ds) of compound 14.
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Figure S90 '3C NMR spectrum (125 MHz, acetone-ds) of compound 14.
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Figure S93 The chiral HPLC separation (A) and experimental and calculated ECD
data (B) of compounds 14a and 14b.

Figure S94 Key HMBC correlations of compounds 14.

Xevo G2 Q-TOF/YCA166# 29-Sep-2017 Waters
MXL-123 9 (0.182) Cm (9:16-(2:5+23:52)) 1: TOF MS ES-
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Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula
655.3156 655.3172 -1.6 2.4 22.5 93.9 1.416 24.27 C42 H43 N2 O5

Figure S95 HRESIMS for compound 15.
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Figure S100 The chiral HPLC separation and experimental and calculated ECD data
of compounds 15a and 15b.

Xevo G2 Q-TOF/YCA166# 29-Sep-2017 Waters
MXL-125 9 (0.182) Cm (9:15-(2:4+24:52)) 1: TOF MS ES-
100+ 669.3328 1.27e4
= 6703353
705.3105
732.3261
460.8218494.7977 5268129 (0 6367286 /6726974 783.3250
o i ik gl N T T T N L “\h ‘Hnw\nh el b 838'\&\39? byadat 886'116135 L 3301912 973'12311/2
425 450 475 500 525 550 575 600 625 650 675 700 725 750 775 800 825 850 875 900 925 950 975
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula
669.3328 669.3328 0.0 0.0 22.5 116.9 0.007 99.26 C43 H45 N2 O5

Figure S101 HRESIMS for compound 16.
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Figure S102 '"H NMR spectrum (500 MHz, acetone-ds) of compound 16.
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Figure S103 *C NMR spectrum (125 MHz, acetone-ds) of compound 16.
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Figure S105 HMBC spectrum of compound 16.
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Figure S106 The chiral HPLC separation (A) and experimental and calculated ECD
data (B) of compounds 16a and 16b.

Figure S107 Key HMBC correlations of compounds 16.

Xevo G2 Q-TOF/YCA166# 29-Sep-2017 Waters
MXL-115 9 (0.182) Cm (9:18-(3:6+25:53)) 1: TOF MS ES-
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Figure S108 HRESIMS for compound 17.



L10°0y
81711
$6E° 1
LT
S6v' T4
L50°T;
790°C
890°C1
€40°CH
6L0°TH

PO T

060°TH

091°T
€L1T

mmm.ﬁ
YT
LT8°T

cezll

9pLE kﬁ
196°€]
0L6°¢]
sy
6TL'S
€5 >
1689
188°9
5969
0L
120°L]
6z1 LY
Ll
6b1L
61EL]
75€L
0LE L]
68t°L]
6esL]
095°L
€59°L
089°L
P08
€208
7078

5.0

£l (ppm)

Figure S109 '"H NMR spectrum (400 MHz, acetone-ds) of compound 17.
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Figure S110 '3C NMR spectrum (100 MHz, acetone-ds) of compound 17.



" LLHUJJ“___J_J\,LL I

é_‘ 1 !
| Fao
'.
- Feo
Fso
! k100
no !
el vt ED
' )
F140
L160
L1so
k200
k220

T T T T T T T T T T T T T T T T T T T T T T
0.5 9.5 9.0 85 80 75 70 65 60 55 &0 45 40 35 40 25 Z0 L5 L0 05 0.0
2 (ppm)

Figure S111 HSQC spectrum of compound 17.
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Figure S112 HMBC spectrum of compound 17.
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